LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
Data File : VX014725.D

Aca On 27 Jan 2020 14:44

Operator : JC/SP

Sample : L1236-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X012220W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.070 26 30 43 rBV 1310768 1564798 2.61% 1.359%
1.472 93 96 126 rBV 37435315 59887969 100.00% 52.011%
rBV 9675723 17431449 29.11% 15.139%
4._.326 551 564 582 rBV 4894412 12958826 21.64% 11.254%
5.490 745 755 768 rBV 255300 740264 1.24% 0.643%
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5.655 768 782 794 rvV 450171 1268766 2.12% 1.102%
6.057 838 848 856 rBV 282654 743311 1.24% 0.646%
6.849 969 978 991 rVB 710760 1661622 2.77% 1.443%
7.288 1039 1050 1069 rBV 3245595 6500606 10.85% 5.646%
8.709 1276 1283 1290 rBV 1532023 2321201 3.88% 2.016%

=
QO ~NO®

11 10.105 1507 1512 1521 rVB 1469472 2022087 3.38% 1.756%
12 10.361 1545 1554 1559 rBV 1425135 1967226 3.28% 1.708%
13 11.129 1675 1680 1685 rBV 1237749 1666514 2.78% 1.447%
14 12.074 1830 1835 1842 rVB 1559090 1949511 3.26% 1.693%
15 12.263 1861 1866 1878 rBV 1940577 2460372 4.11% 2.137%

Sum of corrected areas: 115144522
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
VX014725.D

27 Jan 2020 14:44

JC/SP

L1236-01

5.0mL/MSVOA X/WATER

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
Data File : VX014725.D

Aca On 27 Jan 2020 14:44

Operator : JC/SP

Sample : L1236-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Ethanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.12 686.95 ug/Il 17431400 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 202 (2.119 min): VX014725.D (-193) (-) m/z 45.10 100.00%
5000
180 200 220 240
o 75 91 114132149165 191 211226 250266282299 n/z 46.10 44 _26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #96: Ethanol
31
5000 L R AL UL I
1.80 2.00 2.20 2.40
m/z 43.10 21.69%
O'P”WJ“PZW””P”W””P”W””'”'””'”'””'”'””'”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
T 3k 2k b
5000 29 m/z 42.05 8.31%
0 14
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92: Methane, nitroso- B e R
30 180 200 220 240
45 m/z 44.10 2.59%
5000
|
Obrprrrreiy
m/z--> 6 ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
Data File : VX014725.D

Aca On 27 Jan 2020 14:44

Operator : JC/SP

Sample : L1236-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Butanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.33 510.69 ug/Il 12958800 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene. ethoxv- 72 C4HB80 000109-92-2 52
3 Propanal. 2-methvl- 72 C4HB80 000078-84-2 50
4 1-Propene. 3-methoxv- 72 C4HB80 000627-40-7 32
5 Isobutylene epoxide 72 C4H80 000558-30-5 22

Abundance Scan 565 (4.332 min): VX014725.D (-551) (-) m/z 44.05 100.00%
72
5000
e
4.00 4.20 4.40 4.60
o 100115130146161176 203220 242 261 290 m/z 43.05 90.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #647: Butanal
72
5000 29 BN SA LS SR
4.00 4.20 4.40 4.60
m/z 41.05 80.29%
ol 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
44
. 400 420 440 460
5000 29 m/z 72.10 72 .96%

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #685: Propanal, 2-methyl- I ERE AR RRREE R
43 4.00 4.20 4.40 4.60
m/z 39.05 41 .69%
72
5000
27
N — PR A GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60

82X012220W.M Tue Jan 28 12:59:53 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
Data File : VX014725.D

Aca On 27 Jan 2020 14:44

Operator : JC/SP

Sample : L1236-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Butanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

7.29 195.61 ug/l 6500610 1,4-Difluorobenzene 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 36
3 Oxetane. 3.3-dimethvl- 86 C5H100 006921-35-3 9
4 Butane. 1-chloro- 92 C4H9cCl 000109-69-3 9
5 Cyclobutane, ethyl- 84 CG6H12 004806-61-5 9

Abundance Scan 1050 (7.288 min): VX014725.D (-1039) (-) m/z 56.05 100.00%

56
5000

7. 00 7. 20 7. 40 7. 60
73
o 92 112129145160176 196 225 249265281 299 m/z 41.05 68.80%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #839: 1-Butanol
31 56
5000

7.00 7.20 7.40 7.60
m/z 43.10 54 .96%

H\ \‘\ ‘\ 73

15
O r T T T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R A I e
7.00 7.20 7.40 7.60
5000 m/z 42.05 30.14%
39
o 15 84
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1774: Oxetane, 3,3-dimethyl-
56 7.00 7.20 7.40 7.60

m/z 39.10 18.97%

5000
3
o 78

Lrwmwwmmmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012720\
Data File : VX014725.D

Aca On 27 Jan 2020 14:44

Operator : JC/SP

Sample : L1236-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.26 63.10 ug/1 2460370 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 1865 (12.257 min): VX014725.D (-1861) (-) m/z 57.10 100.00%
57 P
5000 41
83
08 12.00 12.20 12.40 12.60
Obrrrrrrrroflers ,..||1.,-l...1,.?:1.3,1.2.?. 150 Tra 199216 239257 20629% | "m/z 41.10 42.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
12.00 12.20 12.40 12.60
83 m/z 43.10 34 .14%
0 '}ﬁ"'ﬁ"”l'”'l“'?ﬁ%}?"'W"'W"”I'”'I'”'I”"P"'P"W"'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
42 12.00 12.20 12.40 12.60
5000 m/z 55.10 29.24%
27
ol 8 112 196143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl- e  RAREEEE e
57 12.00 12.20 12.40 12.60
m/z 56.10 24 .42%
5000
4
T 83
0 “%?Ah”ﬁ'w|'l“|h“%?%%?"“l'”'l“"w"w"”l'“'v"w"“l“"w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX012720\
Data File : VX014725.D

Acq On 27 Jan 2020 14:44

Operator : JC/SP

Sample - L1236-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012220W .M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol 2.12 687.0 ug/l 17431400 1 5.65 1268770 50.0
Butanal 4.33 510.7 ug/1 12958800 1 5.65 1268770 50.0
1-Butanol 7.29 195.6 ug/l 6500610 2 6.85 1661620 50.0
1-Hexanol, 2-ethyl- 12.26 63.1 ug/l 2460370 4 12.07 1949510 50.0
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